Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.135; data-to-parameter ratio = 20.6.
Experimental
Crystal data C 20 H 32 N 2 O 2 S M r = 364.54 Monoclinic, C2=c a = 30.8643 (10) Å b = 10.0128 (3) Å c = 13.9596 (5) Å = 96.227 (2) V = 4288.6 (2) Å 3 Z = 8 Mo K radiation = 0.17 mm À1 T = 100 K 0.25 Â 0.15 Â 0.10 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.960, T max = 0.984 14652 measured reflections 4886 independent reflections 3240 reflections with I > 2(I) R int = 0.052 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.135 S = 1.05 4886 reflections 237 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1-H1Á Á ÁO2 i 0.88 2.10 2.940 (2) 159
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2009). Fig. 1 (7) 0.0037 (6) N1 0.0219 (9) 0.0237 (8) 0.0219 (9) −0.0034 (7) −0.0018 (7) −0.0016 (7) N2 0.0237 (9) 0.0257 (9) 0.0203 (9) 0.0017 (7) 0.0019 (7) 0.0006 (7) 0.0231 (11) 0.0274 (10) 0.0214 (11) −0.0001 (9) −0.0013 (9) 0.0000 (8) C16 0.0252 (11) 0.0233 (10) 0.0270 (12) 0.0028 (9) −0.0065 (9) −0.0036 (9) C17 0.0181 (10) 0.0275 (10) 0.0207 (11) −0.0004 (8) 0.0024 (8) −0.0024 (9) C18 0.0276 (11) 0.0279 (11) 0.0199 (11) 0.0001 (9) 0.0018 (9) −0.0020 (8) C19
Figures
0.0395 (13) 0.0323 (12) 0.0253 (13) 0.0048 (10) −0.0031 (10) −0.0029 (9) C20 0.0441 (14) 0.0353 (12) 0.0294 (13) −0.0072 (11) −0.0145 (11) 0.0031 (10) Geometric parameters (Å, °) S1-C16 1.812 (2) C10-H10A 0.9800 S1-C15 supplementary materials sup-7 Fig. 1 
